LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@032223\
Data File : BM@39088.D

Acqg On : 22 Mar 2023 12:18

Operator : CG/JU

Sample : 01978-03

Misc : SP-303-20230316

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM@30823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39088.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.057 295 301 308 rBV 1806699 2441495 12.25% 2.341%
2 5.522 373 380 389 rBV 2957674 4141608 20.79% 3.971%
3 7.128 645 653 661 rBV 1600370 2430668 12.20% 2.331%
4 7.963 789 795 803 rBV 1091385 1735488 8.71% 1.664%
5 9.134 986 994 1002 rBV 4004647 6655218 33.40% 6.382%
6 10.780 1266 1274 1282 rBV 1392479 2335285 11.72% 2.239%
7 13.233 1684 1691 1709 rVB 9953833 14254363 71.54% 13.669%
8 14.604 1918 1924 1934 rBV 1948911 2923559 14.67% 2.803%
9 15.015 1989 1994 2006 rVB 160035 280499 1.41% 0.269%
10 15.163 2014 2019 2027 rVB 117656 211372 1.06% 0.203%
11 15.957 2145 2154 2160 rBV4 170854 362134 1.82% 0.347%
12 16.092 2171 2177 2188 rBV 7204907 10209041 51.24% 9.789%
13 16.380 2220 2226 2236 rVB2 415342 724322 3.64% 0.695%
14 16.733 2280 2286 2297 rVB3 591846 1205976 6.05% 1.156%
15 16.892 2309 2313 2320 rBV 166651 227415 1.14% 0.218%

16 17.351 2385 2391 2396 rBV 2444610 3374042 16.93%
17 18.015 2499 2504 2516 rVB2 938327 1418720 7.12%
18 18.251 2534 2544 2552 rBV 5861501 9090862 45.63%
19 18.315 2553 2555 2564 rVB 323883 454502 2.28%
20 18.521 2585 2590 2594 rBV 1824154 2731888 13.71%
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21 18.568 2594 2598 2612 rVB 2122106 3346937 16.80%
22 19.374 2731 2735 2737 rBV 238166 326522 1.64%
23 19.398 2737 2739 2748 rVB3 213191 360210 1.81%
24 19.521 2754 2760 2782 rVB 3427347 5083634 25.51%
25 19.974 2831 2837 2842 rBV 15867541 19925132 100.00%

PhOoOOW
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Ul
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9.106%

26 21.233 3048 3051 3059 rBV2 223683 257508  1.29% ©.247%
27 21.527 3097 3101 3108 rBV 2840041 3666906 18.40%  3.516%
28 23.962 3509 3515 3525 rVB2 2137717 4110594 20.63%  3.942%

Sum of corrected areas: 104285900
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39088.D

Acq On : 22 Mar 2023 12:18

Operator : CG/JU

Sample : 01978-03

Misc : SP-303-20230316

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM039088.D\data.ms
1.6e+07

1.4e+07
1.2e+07
le+07
8000000
6000000
9.134

4000000 5522

5.057
2000000 7.128 7.963 10.780

O \‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM039088.D\data.ms
1.6e+07 19.974

1.4e+07

1.2e+07

16407 13.233

8000000 16.092

18.251
6000000

4000000 19.521
17.351
14.604 1495388

18.0

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance TIC: BM039088.D\data.ms
1.6e+07

2000000

1.4e+07
1.2e+07

1e+07
8000000
6000000
4000000 21.527 23.962

2000000
21.233

O \\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39088.D

Acq On : 22 Mar 2023 12:18

Operator : CG/JU

Sample : 01978-03

Misc : SP-303-20230316

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.057 28.14 ng 2441500 1,4-Dichlorobenzene-d4 7.969

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 301 (5.057 min): BM039088.D\data.ms (-295) (-) m/z 43.00 100.00%

5000
101.0 e
| ‘ 4.80 5.00 5.20 5.40
ob— ) 1470 207.0  28LU /7 59.e0  60.18%
miz--> 50 100 150 200 250
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L LA LR R
4.80 5.00 5.20 5.40
m/z 100.95 22.85%
101.0
O T T ‘Mf‘ ‘\H‘ ‘ ”\ T \‘ T “‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R AANRARAY
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.80%
0 m‘p‘m‘_m‘_ Cr
m/z--> 50 100 150 200 250
Abundance #3549: 5-Hexen-2-one RN R R ‘/‘\
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.47%
5000
AL
m/z--> 50 100 150 200 250 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39088.D

Acq On : 22 Mar 2023 12:18

Operator : CG/JU

Sample : 01978-03

Misc : SP-303-20230316

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Cyclopentaneacetic acid, 3-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.957 2.48 ng 362134  Acenaphthene-di0 14.604
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentaneacetic acid, 3-oxo0-2... 226 C13H2203 024851-98-7 83
2 Heptylcyclohexane 182 C13H26 005617-41-4 45
3 Cyclohexane, undecyl- 238 C17H34 054105-66-7 27
4 Glycine, N-(2-methyl-1-oxo-2-but... 171 C8H13NO3 055649-53-1 27
5 Ethanone, 1-(1-methylcyclopentyl)- 126 C8H140 013388-93-7 27
Abundance Scan 2154 (15.957 min): BM039088.D\data.ms (-2145) (- | m/z 83.00 100.00%
83.0
5000
41.0 L —
T P I
ob— b d A L 2418 2841 3349 ) 964 05 66.77%
mfz--> 50 100 150 200 250 300
Abundance #106654: Cyclopentaneacetic acid, 3-oxo-2-pentyl-, meth
83.0
5000 LN
16.00
153.0 o
21.0 ‘ m/z 77.00  48.49%
ST T L I
miz—-> 50 100 150 200 250 300
Abundance #56964: Heptylcyclohexane
3.0
—
16.00
5000 m/z 182.00 37.25%
41.0
" 1820
o— A by
miz--> 50 100 150 200 250 300
Abundance #121343: Cyclohexane, undecyl- T
83.0 16.00
m/z 153.00  28.29%
5000
41.0
i 1540 2380
ol e ——
m/z--> 50 100 150 200 250 300 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39088.D

Acq On : 22 Mar 2023 12:18

Operator : CG/JU

Sample : 01978-03

Misc : SP-303-20230316

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 (E)-2,6-Dimethoxy-4-(prop-1... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.380 4.29 ng 724322  Phenanthrene-di0 17.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (E)-2,6-Dimethoxy-4-(prop-1-en-1... 194 C11H1403 020675-95-0 98
2 Phenol, 2,6-dimethoxy-4-(2-prope... 194 C11H1403 006627-88-9 93
3 2,5-Dimethoxyterephthalic acid 194 Cl1eH1e04 007310-97-6 50
4 2-Hydroxy-4-isopropyl-7-methoxyt... 194 C11H1403 089647-85-8 50
5 2,5-cyclohexadiene-1,4-dione, 2,... 194 C10H14N202 1000400-30-4 47
Abundance Scan 2226 (16.380 min): BM039088.D\data.ms (-2220) (- | m/z 194.00 100.00%
194.0
5000
91.0
= =
ﬂ ‘ ]‘310 ‘ 16.00 16.50
ol ‘u Uﬂ Y b ] k “ a4 2982 3400 nyz 91.00  34.14%
miz-> 100 150 200 250 300
Abundance #68804 (E)-2,6-Dimethoxy-4- (prop 1-en-1-yl)phenol
194.
5000 = —
91.0 16.00 16.50
31.0 m/z 77.00  20.55%
O\-\ ' \‘\ Uu%uh\ o H‘\?\L\h\u H‘Hw‘\‘ ‘\‘ T
miz--> 100 150 200 250 300
Abundance #68758 Phenol, 2,6-dimethoxy-4-(2-propenyl)-
194.0
— ——
16.00 16.50
m/z 119.00 19.76%
5000 91.0
1‘310
oLk “h \Hﬂn M\ it ‘Hh ull h\w H \H ‘ S
m/z--> 100 150 200 250 300
Abundance #68423: 2,5-Dimethoxyterephthalic acid T —
194.0 16.00 16.50
m/z 167.00 17.89%
5000
53.0 148.0
95.0 ‘
OL‘5‘ — \h‘ \\uuh\m u\‘uu iy \M M ‘H‘\\‘ “\‘ I — — —
m/z--> 50 100 150 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39088.D

Acq On : 22 Mar 2023 12:18

Operator : CG/JU

Sample : 01978-03

Misc SP-303-20230316

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 (E)-4-(3-Hydroxyprop-l-en-1... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.733 7.15 ng 1205980  Phenanthrene-d10 17.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (E)-4-(3-Hydroxyprop-1l-en-1-yl)-... 180 C10H1203 032811-40-8 86
2 4-(1-Hydroxyallyl)-2-methoxyphenol 180 C10H1203 112465-50-6 53
3 3,7-Benzofurandiol, 2,3-dihydro-... 180 C10H1203 017781-15-6 41
4 1-(Prop-2-ynyloxy)-3,4-methylene... 178 C10H1003 019202-22-3 30
5 2-Methylnicotinic acid 137 C7H7NO2 003222-56-8 20

Abundance Scan 2286 (16.733 min): BM039088.D\data.ms (-2280) (- | m/z 137.00 100.00%
.0

137
010 180.0
5000 '
55.0

T T
16.50 17.00

0 L. 2282 2809 326. ./, 174,00 62.75%
miz--> 50 100 150 200 250 300
Abundance #54491: (E)-4-(3-Hydroxyprop-1-en-1-yl)-2-methoxyphen
137.0
180.0
5000 — ——
91.0 16.50 17.00
51.0 m/z 180.00 60.11%
15.0 ‘
O' \“H\ H“i“ \“h\ \‘ T ‘ L ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #54362: 4-(1-Hydroxyallyl)-2-methoxypheno
137.0
— =
16.50 17.00
5000 m/Z 91.00 51.77%

o

180.0
5 910 ‘
miz--> 50 100 150 200 250 300

Abundance #54475: 3,7-Benzofurandiol, 2,3-dihydro-2,2-dimethyl- —— ——
137.0 16.50 17.00

m/z 178.00  38.82%

5000 180.0 JL
65.0 ‘
Ll 103,00 | )

R — e
miz--> 50 100 150 200 250 300 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39088.D

Acq On : 22 Mar 2023 12:18

Operator : CG/JU

Sample : 01978-03

Misc SP-303-20230316

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.015 8.41 ng 1418720  Phenanthrene-d10 17.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 99
2 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 50
3 3H-Cyclopenta[1,3]cyclopropal[l,2... 220 C14H2002 066708-18-7 46
4 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 41
5 2H-1-Benzopyran, 6,7-dimethoxy-2... 220 C13H1603 000644-06-4 38

Abundance Scan 2504 (18.015 min): BM039088.D\data.ms (-2499) (- | m/z 57.10 100.00%
57.1

205.0

5000

261.1 ‘18f00‘

ol 3430 400! ./ 2p5.00  77.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 SwERE
18.00
m/z 55.00 56.25%
09.0 161. 261.0
oLl
m/z--> 50 100 150 200 250 300 350 400
Abundance #99056: Ethanone, 1-(5,6,7,8-tetrahydro-2,8,8-trimethyl-4
43.0 205.0
—=
18.00
5000 ITI/Z 217.10 48.33%
163.
121.0
ok \‘\ uh Iy \H “H‘ L1, .
m/z--> 50 100 150 200 250 300 350 400
Abundance #99063: 3H-Cyclopenta[1,3]cyclopropall,2]benzene-3,6( — ‘
205.0 18.00
164.0 m/z 41.00 45.07%
5000
41.0 123.0
m/z--> 5 100 150 200 250 300 350 400 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39088.D

Acq On : 22 Mar 2023 12:18

Operator : CG/JU

Sample : 01978-03

Misc : SP-303-20230316

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

18.251 53.89 ng 9090860  Phenanthrene-d10 17.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 8-Methylnhonanoic acid 172 C10H2002 005963-14-4 55

Abundance Scan2544(18251nﬂm BMO039088.D\data.ms (-2534) (- m/z 73.00 100.00%
3.0

5000

—

213.2 ‘ ‘
171.1 ‘ 2561 18.00 18.50

129.0
HH‘ \\“H\ ‘\H s \ ‘ ‘ ‘ T T - w‘ T 343(‘)‘ . ‘4"175‘" m/z 60.00 82.98°D

m/z--> 100 150 200 250 300 350 400
Abundance #143510: n-Hexadecanoic acid

5000 129.0 1 1
18.00 18.50
m/z 43.05 74.60%

0,

%

H 213.0256.0
0! H‘w\h”w ‘u‘\ it ‘\“‘ “ “‘ \‘ ““\‘ . "‘ L W e
m/z--> 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid
73.0
== —
18.00 18.50
5000 m/z 57.10 65.18%
129.0
29. 185.0228.0
0 ““ w’u‘\ m {ML‘H} “ i \‘\u“ “\‘ \‘ ; “\‘ L LA W
m/z--> 50 100 150 200 250 300 350 400
Abundance #92069: Tridecanoic acid == T
73.0 18.00 18.50

m/z 55.05 59.78%

5000 129.0
2

J ﬂm NEE L o

m/z--> 50 100 150 200 250 300 350 400 18.00 18.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39088.D

Acq On : 22 Mar 2023 12:18

Operator : CG/JU

Sample : 01978-03

Misc : SP-303-20230316

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.521 16.19 ng 2731890  Phenanthrene-d10 17.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 97
2 trans-Sinapaldehyde 208 C11H1204 004206-58-0 89
3 Phenanthrene, 9-methoxy- 208 C15H120 005085-74-5 46
4 4-(4-Fluoro-3-methylphenyl)-1,3-... 208 C10H9FN2S 003830-48-6 45
5 2-Propenoic acid, 3-(2,4-dimetho... 208 C11H1204 016909-09-4 43
Abundance Scan 2590 (18.521 min): BM039088.D\data.ms (-2585) (- | m/z 208.00 100.00%
208.0
165.0
5000
77.0
122. L ‘
AL
ol \‘;‘ ,‘H\““‘\“‘“{‘ \1\\“‘“\\““ \\M\ “‘M uh\i“ al ) ‘\\‘ - ‘2‘6‘9-‘1‘ - ‘3‘4‘2‘(‘) -~ “"'3‘-5‘ m/z 165.00 54.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 = :
165.0 18.50
65.0 m/z 137.00  45.90%
Wiihl
ol \“u \H\‘\H\‘u‘“‘\ M‘u‘ bl ‘mu‘\\u‘ el e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #84448: trans-Sinapaldehyde
208.0
N \
18.50
5000 165.0 m/z 77.00 31.23%
77.0 150 T
0 ‘H\ J“‘u \h‘\‘u\\‘u‘ ‘uu M‘ ““ hhu il \H \ R S R
m/z--> 50 100 150 200 250 300 350 400
Abundance #85330: Phenanthrene, 9-methoxy- T ‘
165.0208.0 18.50
m/z 180.00  28.71%
5000 Jk
104.0
ob—-82% o e =
m/z--> 50 100 150 200 250 300 350 400 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39088.D

Acq On : 22 Mar 2023 12:18

Operator : CG/JU

Sample : 01978-03

Misc : SP-303-20230316

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 trans-Sinapyl alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.568 19.84 ng 3346940  Phenanthrene-d10 17.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 98
2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 96
3 Syringylacetone 210 C11H1404 019037-58-2 60
4 4-Ethyl-2,6-dimethoxyphenol 182 C10H1403 014059-92-8 55
5 2-Pentanone, 1-(2,4,6-trihydroxy... 210 C11H1404 1000116-22-3 52
Abundance Scan 2598 (18.568 min): BM039088.D\data.ms (-2594) (- | m/z 167.00 100.00%
167.0
5000
77.0
U \
. “ b1 18.50
0 ALy glpl 266.9 3268 4149 ;519,05  92.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #86880: trans-Sinapyl alcoho
210.0
5000 —— ‘
154' 18.50
77.0 ‘ m/z 154.00  39.83%
0 29. \““h\“h“\”i“‘\“ L B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #86878: cis-Sinapyl alcoho
210.0
U T
18.50
5000 77.0 154.0 m/z 149.00 36.06%
29.
o! “‘g\w‘u”‘u‘m‘mwm_m_m
m/z--> 50 100 150 200 250 300 350 400
Abundance #86874: Syringylacetone T
167.0 18.50
m/z 77.00  34.947%
5000
43.0 12%0
0 bt e e e o
m/z--> 50 100 150 200 250 300 350 400 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39088.D

Acq On : 22 Mar 2023 12:18

Operator : CG/JU

Sample : 01978-03

Misc SP-303-20230316

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 9-Octadecenoic acid, (E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.398 2.14 ng 360210  Phenanthrene-di0 17.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 93
2 6-Octadecenoic acid 282 (C18H3402 1000336-66-8 90
3 9-Octadecenoic acid 282 C18H3402 002027-47-6 86
4 Oleic Acid 282 C18H3402 000112-80-1 76
5 Carbonic acid, dodecyl 2,2,2-tri... 360 C15H27C1303 1000314-55-8 76

Abundance Scan 2739 (19.398 min): BM039088.D\data.ms (-2737) (- | m/z 55.10 100.00%

55.1
202.0
5000
11.0

“ ‘ “ 19.00 19.50
H.“HM\M ‘HUMM\Q m/z 43.00 82.81%

m/z--> 50 100 150 200 250 300 350 400
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0

o

5000 — ——
19.00 19.50
11.0 2640 m/z 69.05 79.95%
UL L eso 2200
O+ \“ L ‘\“““\"‘hi‘ “‘h \‘h‘\ : \“‘1 ooy T T LA e e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #176211: 6-Octadecenoic acid
55.0
— —
19.00 19.50
5000 11.0 264.0 m/z 83.10 70.58%
180.0
oL Al
m/z--> 50 100 150 200 250 300 350 400
Abundance #176210: 9-Octadecenoic acid = ]
55.0 19.00 19.50

m/z 41.05 70.42%

5000

T
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39088.D

Acq On : 22 Mar 2023 12:18

Operator : CG/JU

Sample : 01978-03

Misc : SP-303-20230316

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.521 27.73 ng 5083630  Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 2760 (19.521 min): BM039088.D\data.ms (-2754) (- | m/z 73.00 100.00%
3.0
5000 129.0 \—L
185.1 241 2 R 1
T
0 m‘w i1 Iy bbb, e 2970 357.0 4169 475. [/, 43,05 86.13%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #179093: Octadecanoic acid
73.0
129.0
5000 284.0 = ‘
185.0 19.50
’ m/z 60.00 80.46%
Of \‘\M“H‘\M\“‘\\‘\\\\‘\‘\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #126203: Pentadecanoic acid
73.0
=1 \
19.50
5000 129.0 m/z 57.05 72.82%
242.0
i
0 Ju"“h“““‘*“*l““ Y
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #109281: Tetradecanoic acid =T ‘
73.0 19.50
m/z 55.05 64.22%
5000
129.0
228.0
UL, J\
m/z--> 50 100 150 200 250 300 350 400 450 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@032223\
Data File : BM@39088.D

Acqg On : 22 Mar 2023 12:18
Operator : CG/JU

Sample : 01978-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
Resp Conc|

RT

1735490
2923560
3374040
3374040
3374040
3374040
3374040
3374040
3374040

20.
20.
20.
20.
20.
20.
20.
20.
20.

SP-303-20230316

TIC Top Hit name RT EstConc Units Response |#
2-Pentanone, 4-... 5.057 28.1 ng 2441500 1
Cyclopentaneace... 15.957 2.5 ng 362134 3
(E)-2,6-Dimetho... 16.380 4.3 ng 724322 4
(E)-4-(3-Hydrox... 16.733 7.2 ng 1205980 4
7,9-Di-tert-but... 18.015 8.4 ng 1418720 4
n-Hexadecanoic ... 18.251 53.9 ng 9090860 4
3,5-Dimethoxy-4... 18.521 16.2 ng 2731890 4
trans-Sinapyl a... 18.568 19.8 ng 3346940 4
9-Octadecenoic ... 19.398 2.1 ng 360210 4
Octadecanoic acid 19.521 27.7 ng 5083630 5
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